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Spectral binning regions for the 400 MHz and 900 MHz spectra 
Parameters of the BATMAN model
The parameters used to fit the BATMAN model were selected based on the properties of the spectra and the recommendations of Hao et al. (2014) 1 (see Table S2 ). The truncation threshold for negative intensities was lower for the 400 MHz analysis compared to the 900 MHz analysis in order to accommodate the negative intensities (due to minor phasing issues) in some of the 400 MHz spectra. As per the recommendations of Hao et al. (2014) 1 , the parameters controlling the wavelet fit (i.e., shape (a) and scale (b) in Table S2 ) were left at their default values. Peaks were allowed to shift more in the 400 MHz analysis as greater variation was observed in the location of the multiplets across the 400 MHz spectra. Regions of the lipid signals BATMAN fit Classification results
Univariate analysis
Limma was applied in three-fold cross-validation as a univariate approach to identify the top 15 variables of each of the five sets of predictors. For each training dataset in the three-fold cross-validation procedure, the predictors are ranked according to their associated limma t-test statistics. The top ranking k = 15 features of each dataset are selected. The frequency with which each feature appears in the collection of top 15 feature lists is computed and those features appearing most frequently in the top 15 lists across the iterations appear in Tables S4 to S8 . Figure J Classification performance in terms of mean misclassification error, mean sensitivity and mean specificity of the elastic net , lasso, orthogonal partial least squares-discriminant analysis (OPLS-DA), random forest (RF), and support vector machine (SVM)
